Related literature
For general background to methylnaltrexone (MNTX) bromide and R-MNTX, see: Crabtree (1984) ; Doshan & Perez (2006) . For the bioactivity and synthesis of S-MNTX, see: Wagoner et al. (2006) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (3S, 4R, 4aS, 7aR, 3, 4, 4a, 5, 6, 7, isoquinolin-3-ium 2,2,2-trifluoroacetate methanol solvate X. Cai, X. Zhou, Z. Zheng, W. Zhong and S. Li Comment Methylnaltrexone (MNTX) is a quaternary derivative of the pure opioid antagonist naltrexone, which is a chiral molecule and the quaternary nitrogen can be in R or S configuration. R-MNTX bromide, as a peripheral opioid antagonist, has been used in clinic to refrain from addiction caused by meconium drugs. However, it has been found surprisingly that S-MNTX exhibited opioid agonist activity (Wagoner et al., 2006) . In this paper, we report the synthesis and crystal structure of the title compound 2,2,2-trifluoroacetate of S-MNTX.
D-HÁ
In the crystal structure of the title compound ( Fig.1) , C 24 H 30 F 3 NO 7 , the conformation of the polycyclic backbone of the noroxymorphone skeleton can be simplified in terms of the angles between the least-squares planes of these rings. 
Experimental
A solution of(4R,4aS,7aR,12bS)-3-(cyclopropylmethyl)-4a,9-dihydroxy-2,3,4,4a,5,6-hexahydro-1H-4,12-methanobenzofuro[3,2-e]isoquinolin-7(7aH) -one(10 g, 29.4 mmol) and MeI(34 g) in 1-methyl-2-pyrrolidinone(100 mL) was stirred at 140 K for 10 h. The solvent was removed under pressure and the residue was purified by preparative reverse phase column (Waters C18) chromatography using water-methanol-TFA(74.8:25:0.2) as eluent. Two products were isolated. Colorless single crystals of the title compound were obtained from the methanol-water solution.
Refinement
All H atoms were placed in calculated positions with C-H distances ranging from 0.95 to 1.00 Å and included in the refinement in riding-model approximation with U iso = 1.2U eq (1.5U eq for methyl) of the carrier atom. In the absence of significant anomalous scattering effects, Friedel pairs were merged; the absolute configuration was inferred from the synthesis. (3S, 4R, 4aS, 7aR, 3, 4, 4a, 5, 6, 7, isoquinolin-3-ium 2,2,2-trifluoroacetate methanol solvate 
Crystal data

Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. Mo Ka measured Friedel data cannot be used to determine absolute structure in a light atom study. 0.0218 (9) 0.0265 (9) 0.0216 (7) 0.0015 (7) −0.0026 (7) 0.0008 (7) O3 0.0314 (11) 0.0279 (10) 0.0698 (14) −0.0053 (9) 0.0018 (11) 0.0055 (9) O4 0.0282 (10) 0.0202 (8) 0.0232 (7) 0.0036 (7) 0.0025 (7) 0.0021 (6) N1 0.0229 (11) 0.0168 (9) 0.0277 (9) 0.0008 (8 
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